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Abstract: Numerical integration of the stiffness matrix in higher-order finite element (FE) methods is rec-
ognized as one of the heaviest computational tasks in an FE solver. The problem becomes even more rel-
evant when computing the Gram matrix in the algorithm of the Discontinuous Petrov Galerkin (DPG) FE
methodology. Making use of 3D tensor-product shape functions, and the concept of sum factorization, known
from standard high-order FE and spectral methods, here we take advantage of this idea for the entire exact
sequence of FE spaces defined on the hexahedron. The key piece to the presented algorithms is the exact
sequence for the one-dimensional element, and use of hierarchical shape functions. Consistent with existing
results, the presented algorithms for the integration of H!, H(curl), H(div), and L? inner products, have the
O(p”) computational complexity in contrast to the O(p®) cost of conventional integration routines. Use of
Legendre polynomials for shape functions is critical in this implementation. Three boundary value problems
under different variational formulations, requiring combinations of H!, H(div) and H(curl) test shape func-
tions, were chosen to experimentally assess the computation time for constructing DPG element matrices,
showing good correspondence with the expected rates.

Keywords: Sum Factorization, Fast Integration, Tensor Product, DPG, Discontinuous Petrov Galerkin, Finite
Element Method, Energy Spaces, Element Matrices
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1 Introduction

During the computation of a numerical solution to a linear boundary value problem using a finite element
(FE) method, two major tasks are carried out by the computer processors, namely, calculation and assembly
of the stiffness matrix and the load vector, and the solution of the linear system. The latter depends mostly
on the size and properties of the global stiffness matrix, while the former depends more heavily on the local
characteristics of every element in the mesh, as both the load vector and stiffness matrix are first computed at
the element level. In higher-order finite elements, the calculation of the integrals that compose such matrix
and vector may become costly since the higher the degree of a polynomial integrand, the larger the number
of quadrature points needed to perform an exact (or at least a well approximated) numerical integration. Our
interest in this article is to combine several results that can lead to significant savings in three-dimensional
DPG computations.
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In FE, every type of element can be associated to one or more families of shape functions, whether for the
trial space or for the test space. In two spatial dimensions, the only conventional tensor-product element is the
quadrilateral, which is generated by tensor-multiplying two line segments. In 3D, the conventional element
types are the hexahedron, the tetrahedron, the (triangular) prism and the pyramid (of quadrilateral base) [12].
Out of them, the hexahedron and the prism are examples of tensor-product elements. The hexahedron is
a triple tensor product of 1D intervals, and the prism is a tensor product of a triangle in 2D and a 1D interval.
Thus the standard shape functions for these two types of elements are tensor products of the shape functions
associated to their lower-dimension generating elements.

The idea of using sum factorization for computing 2D and 3D integrals has been an established tech-
nique for spectral methods in CFD [14, 23], later adopted for p- and hp-FE with higher-order shape functions
by Melenk, Gerdes and Schwab [19]. It was additionally implemented for the case of a fully automatic hp-
adaptive FE solution of the Helmholtz equation by Kurtz [18], therein delivering explicit steps to compute
the matrix while keeping a low memory requirement. More recently, the tensor-product nature of the shape
functions in Bernstein—Bézier FE and isogeometric analysis also motivated the extension of this integration
for the stiffness matrices of those methods [1, 2].

Use of fast integration algorithms becomes even more critical in an efficient implementation of the Dis-
continuous Petrov Galerkin (DPG) FE methodology. In order to see that, let us first refer to a classic Galerkin FE
method in 3D. Let p denote the order of polynomial basis for discretizing the solution. The algebraic structure
of the final linear system reads

Bu=1

with square stiffness matrix B of size O(p>) x O(p>), solution vector u and load vector |, both of the same size
O(p?). In DPG, we enrich the test space usually by increasing the polynomial order in Ap only for the test
functions. Here the single equation above is replaced by a larger system

G B B\ /s l
BT 0 0 ul=[(o
BT 0 0/ \w 0

with additional unknowns s (size O((p + Ap)3)) and w (size O(p?)), matrices G (square, size O(p + Ap)3),
B (resized to O((p + Ap)3) x O(p3)), B (size O((p + Ap)?) x O(p?)), and load vector | (resized to O((p + Ap)3)).
A conventional numerical integration of all these matrices has a complexity with leading terms of

O((p +Ap)®) + O((p + Ap)°p?)

floating point operations. Furthermore, we can retrieve a smaller symmetric system by statically condens-

ing s, obtaining
BTGB BTG'B)\ u) (BTGl
(ETels §T61§> (w) N (ET611> '

Reaching this point involves a cost of O((p + Ap)?) operations for the Cholesky factorization and neces-
sary substitution steps to get G, O((p + Ap)°p>) for G"'B and G™'B, and a leading cost of O(p®(p + Ap)®)
for the final matrix-matrix multiplications. These costs are almost unavoidable in order to have a solution
using the DPG methodology, and we can handle them in an efficient way using highly specialized linear alge-
bra libraries, which results in a smaller CPU time. Thus, if we want to get time savings in this technique, the
part on which we can focus is the construction of G, B, B and |. Matrix G, hereinafter referred to as the Gram
matrix, is of special interest as it is the largest array within the element level calculations. Therefore, having
as a basis the sum factorization approaches mentioned earlier, we aim in this paper to adapt those algorithms
to the computation of G and finally obtain a significant saving in the implementation of DPG. In particular,
we can easily extend these ideas to the integration of B if the variational formulation is the ultraweak. For
more details on the derivation of the shown DPG system of equations, see Section 3.

In the present paper, when deriving the algorithms, we restrict ourselves to working with Gram matri-
ces coming from the standard inner products only; however, it will be shown in one of the application cases
that these ideas can also be extended to a more involved type of inner product. Moreover, we restrict our-
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selves to real-valued functions for simplicity, but no major modification is anticipated when moving into
complex-valued functions. We also work just on the hexahedron case. For the subject of FE shape functions,
this article uses as a main reference the thorough review of shape functions for elements of all shapes done
by Fuentes et al. [12]. We now outline the document: in Section 2, we explain the process of sum factorization
and develop algorithms to apply the technique for all the Hilbert spaces belonging to the exact sequence; in
Section 3, we provide several examples of DPG implementations and observe the computing time for the Gram
matrix and other matrices, followed by a discussion. We will finally close the article with a few conclusions
and mentions to possible future extensions of the present work.

2 Sum Factorization for all the Energy Spaces

The approach sought in this article is related to the concept of exact sequences of energy spaces. With that
starting point, we go from infinite-dimensional energy spaces to finite-dimensional subspaces, which in the
end are the ones we implement in any finite element method. We later define tensor-product spaces and
proceed to study how to compute the Gram matrix for each space of the exact sequence for the hexahedron
of the first type [22].

2.1 Exact Sequences

Let Xo, X1, . . ., Xn, be a finite family of vector spaces. Let A;: X;_1 — X;bealinearoperatorfori=1,..., N;.
We say that the following sequence or complex

Xo 2 x, 2 Mk
is exact if, fori=1,2,..., N — 1, it holds that R(4;) = N(A;,1) (where R denotes the range of the operator
and N symbolizes the nullspace or kernel). In the context of energy spaces, i.e., Hilbert spaces for the solution
of variational formulations of boundary value problems, we will define an exact sequence for our cases of
interest, specifying both the energy spaces and operators involved.
In the paper, Q will denote a bounded and simply connected domain in R¥, N = 1, 3.

2.1.1 Exact Sequencein 1D (Q = (a,b),a,b c R, a < b)

R-% Q) -5 120) -5 {0y

The presence of a zero operator in the last link of the exact sequence indicates that 0 is a surjection. Similarly,
the presence of the first link means that the nullspace of 0 consists only of constant functions. Hereinafter,
we omit writing both the first and last links of the sequence, remembering that the last operator must be
a surjection, and that the nullspace of the first one is made only by constant functions.

2.1.2 Exact Sequence in 3D

The three-dimensional exact sequence involves all three classical vector calculus’ differential operators,
| di
HY(Q) - H(curl, Q) &5 H(div, @) 2% 12(Q). (2.1)
We are interested in tensor-product three-dimensional finite elements equipped with discrete subspaces
of each of the exact sequence spaces (2.1). The most relevant example is the hexahedron since it is a triple
tensor product of the 1D simplex, the interval.
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2.2 Tensor-Product Finite Element Shape Functions

Let J = (0, 1) be the master interval in R, and denote the master hexahedron by K =73 (in what follows,
%k and 73 will be used interchangeably). Let x5 : K — K be the element map, transforming the master element
into a physical space element K. Suppose X is a diffeomorphism over K. Then the Jacobian matrix J is well
defined,

_ an(

3:_(3_{”

where ¢ is the position vector in the parametric (master) domain. The determinant of the Jacobian will be
denoted |J| := det J.

Let T82d; H1(X) — H'(X) be the map that takes the H! finite element space defined on the master
domain X to the physical space element . In the same fashion, consider analogue maps denoted T°l,
T4V, T; these are the pullback or Piola maps for each function space in (2.1), and they are defined as follows
(see[10, §2.1.5]):

HY(K) > 4 T899 = doxp! = u € H(X), (2.2)

H(curl, X) 5 E + TE := (J7TE) o x5} = E € H(curl, X), (2.3)
H(div, K) 3 V s TV := (|91719V) o x5! = V € H(div, K), (2.4)
LX(K) > g~ Tq:= (1317'4) o x5! = g € L*(X). (2.5)

As an important remark concerning notation, we have opted to use a circumflex or “hat” (") above nearly
every function, domain or vector space defined in the master space.

Now it is known that, for an FE method implementation, we do not work with the entire energy space
but with a finite-dimensional linear subspace, usually consisting of polynomials. When we work on a mesh
of multiple elements, there exist different conditions for a finite-dimensional piecewise polynomial subspace
to be conforming to (i.e., to be a proper subspace of) each energy space. For the case of H!, the piecewise poly-
nomial functions must be scalar-valued and globally continuous. In H(curl), we must construct vector-valued
piecewise polynomials satisfying tangential continuity across elements. H(div)-conformity requires continu-
ity of the normal component of the vector-valued piecewise polynomial functions. Finally, L?-conformity
requires no kind of inter-element continuity for its scalar-valued functions. However, in this work, we focus
on the computations on a single element; then inter-element continuity is not a concern in our derivations.
However, it is valuable to be aware of this fact when choosing the finite element spaces and basis functions.

Following the notation in [10, 12], let us call the finite-dimensional subspaces for K as follows:

WP ¢ H'(X),

Q” ¢ H(curl, X),

VP ¢ H(div, K),

Y? ¢ L(X),
where the superindex p symbolizes the nominal polynomial order of the sequence of spaces. Making sure
that these finite-dimensional subspaces form themselves an exact sequence is important as it leads to useful
properties when studying interpolants and approximability. We take that information as given because prov-
ing that fact is not central to this paper; thereby we just refer to those proofs within [10]. Through the Piola

transformations, we can get the resulting finite-dimensional subspaces in the physical space element. Those

would be A
TERAWP = WP ¢ H'(X),

TGP = QP ¢ H(curl, X),
TVPP =: VP ¢ H(div, K),
TY? = YP ¢ L*(X).

(2.6)
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Due to the element map being a diffeomorphism, there is a unique correspondence between any function
of the physical element subspaces and the master element subspaces:
o forall u € WP there is exactly one ii € WP such that u = T8%dyg,
« forall E € QP thereis exactly one E € QF such that E = TWE,
« forall V e VP thereis exactly one V € VP such that V = T4V,
. forall g € Y? thereis exactly one § € Y? such that ¢ = T4.
Those finite-dimensional subspaces for the hexahedron are [10, 22]

WP = QP1:P2,P3 (33)’

v
Qp = QP1~L.p2,p3 (33) x QP1:P2=1,p3 (33) % Qm,pz,pz—l('ﬁ)’

Jeun 2.7)
VP = Qpl’pZ’l’p3*1(j3) ~ Qprl,Pz,Prl(g3) x QP1=1,p2-1,p3 (53),

ldiv

?p — Qpl_lypz—l,lh—l(j—ﬁ),
where p1, p2, p3 are positive integers and, for any non-negative integers p, g, r, the space
QP-21(33) := PP(J) ® PI(J) ® P'(J)

with PP(J) being the space of univariate polynomials defined over J of degree less than or equal to p.
A space like QP>¢7(73) is known as a tensor-product polynomial space. If {ff’; i=0,...,p}, {f.q; j=0,...,q}
{f,z; k=0,...,r}arebases for the polynomial spaces P?(J), P1(J), P"(J), respectively, then

s i=0,0.,p;j=0,...,q;k=0,...,7}
is a basis for Q¥>¢7(73), where these functions are defined by

5,’(‘“(5) = fLEOf(&)f(&) forall§ €P5i=0,...,p;j=0,...,4:k=0,...,1.

Corresponding polynomial subspaces are also defined for the one-dimensional interval’s exact sequence.
They are
Wi =PP(0) ¢ H'(D),
la
YD = PP7H(I) ¢ L2(9).
Following the property of the exact sequence explained above, it must hold that 0 Wé’ = f/g , which is easy
to verify.
Notice how the hexahedron’s exact sequence may be reconstructed by using the 1D interval’s exact
sequence multiple times.
i _ TPl o P2 o TATP
WP = W' e Wi @ W,
|v=(01.02,0)
0P = P o WP o W0 x WP' @ 722 @ W22 x WP' @ WP2 @ 727,
lcurl=(t)z(-)3—83(~)2,63(~)1—61(-)3,61(~)2—02(-)1)
VP P e VU X T e W e V0 x V0 & 1P @ WS,
L div=01()1492(-)2+03(-)3
% oP1 , OP2 o O
YP=Y'eY eV .
This shows that, if in an FE element subroutine we replace the calls to 3D shape functions by multiple calls

to the 1D shape functions, we can reconstruct all the spaces in the exact sequence. As it will be explained
below, doing this can provide great benefits with regard to computational performance.
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Finally, the Gram matrix that is going to be studied throughout this work is explicitly defined as follows.

Let H be a finite-dimensional Hilbert space with inner product (-, - )4¢, dim H = Nj, and a basis {h 1}?2‘1. The
Gram matrix G’ is given by

Gy = (hi, hy)sc forL,J=1,...,Np. (2.8)

Our goal is to propose algorithms to compute a Gram matrix (2.8) more efficiently than the conventional
ones when dealing with tensor-product finite-element spaces of shape functions. All the energy spaces in
the 3D exact sequence (2.1) are going to be analyzed (setting Q = X); thereby a particular inner product is
required to be defined in every case. The finite-dimensional Hilbert spaces will be those defined in (2.6).

The following subsections are presented in order of complexity instead of their position in the exact
sequence. We remark that, although the first two cases to be described may be well known (i.e., L2 and H'),
they introduce notions that are fundamental to familiarize with the procedure and so derive the other two
cases (H(div) and H(curl) spaces — harder to find in the literature) in a systematic manner, which is possibly
the main contribution of this work.

Remark 2.1. Even though the concept of exact sequence of finite element spaces has implications in approx-
imability, we do not deal with that theory here. Instead, our main reason to invoke it is mostly to show that
we are including in this work all four possible energy spaces. Other families of H!, H(curl), H(div) and L2
finite element subspaces that do not form exact sequences, but that are tensor-product derived and for which
Piola mappings (2.2)-(2.5) are valid, are suitable too for the fast integration algorithms presented below.
In particular, if those spaces form a complex (as defined in Section 2.1, i.e., if R(4;) ¢ N(4;;1) for all i), the
results must hold despite the non-exactness. However, we advise a careful implementation when trying the
algorithms in such a scenario, as well as checking that our derivations remain valid for the spaces at hand.

Remark 2.2. The following sections comprise an intensive notation dealing with indices, which produce
long and complicated expressions. To avoid further complexity and any possible confusion, no summation
convention is used anywhere in this paper.

2.3 Space L?

Let us recall the definition of the L2(X) space,

L*(X) = {Lebesgue-measurable functions f: X —» R : jlf(x)lz d’x < oo}.
X

The symbol for the inner product in L2(X), (-, - )r2(x), typically incorporates the domain of integration

as a subscript,
(9. 9)sc = (. Do) = [ P00 Px forall 9, 8 € L2(X).
X

For vector-valued functions living in L?(X) := (L2())3, the associated inner product is defined compo-

nentwise, that is,

3
(@, )¢ 1= (D, Oy = [ PO Px = Y (9, 90)
pe =1
forall @ = (@1, @2, 93), © = (91, 92, 93) € L(X).

Let the order of the shape functions for the master hexahedron be (p1, p2, p3), in the sense of the exact

sequence (2.7). Consider a basis for Y7, {v I}?i‘g YP-1 where dim Y? = p1p2ps. Thus, for any pair of integers

0 <1,] < dim Y?, the corresponding entry for the L? Gram matrix G is obtained as follows:

Gy = (r,vy))x = JUI(X)U](X) d’x

X
- J vy o Xac(§)vy o Xac (D)II@)| &
XK
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(Tul) o Xac (§)(TD)) o X (E)|I(&)| &

[(IHI 1) 0 X511 o Xac (D)1 D) 0 X511 o Xoc (DI &

01(%’)v/(€)|3(é’)l a’E

Ot A, Ry R —y

© e,
© e,

01(é1, &, &)05(&1, &, H)NIE, &, &)THdE dE dé, (2.9)

where the definition of the L? Piola map (see (2.5)) was applied, and the element map between the master
and physical space was invoked to transform the integrand. In the last line of derivation (2.9), the volume
integral over the master hexahedron is rewritten as three univariate integrals over the master interval. Now,
since 0y and Uy belong to Y?, they are tensor-product polynomials in QP1~1-P2-1.P3-1(33); thus, if we take 0;
as the model case, we have

vr(é1, fz, 53) = V1,1, (€1)v2;1, (§2)Vv354,(€3),

where the univariate polynomials {v,. ,a form a basis of shape functions for the space PP«~1(J), for
a=1,2,3, and the integer indices 0 < la < pa are given so that they uniquely correspond to the original
index I (e.g., through the formula I = i; + p1i, + p1p2i3). It is important to remark that should we account
for a hierarchical basis of polynomials, then we could use that basis for each PP«~1(J), and the need for the
first identifier in the index of v,;;, goes away. Assuming that is the case, we can rewrite 0y and 0y as

U1(é1, &, &3) = vi, (§1)vi, (§2)Vvi, (&3),
U5(é1, &2, &3) = vj, (§1)v), (§2)v), (&3).
Combining (2.9) and (2.10), we get

(2.10)

(W, vpx =

11
j j Vi, (EVe, (E)Vi, (E3)v3, (E)WV1 (E2)is ()11, &2, £9)17) dEs dE, &y
00

1

1
vi1(¢*1>v,-1(51>H vl-z(&z)v,-z(:z)“ Vi, (&), ()19, £, &) d€3] dfz} g, (2.11)
0 [0)

Ot . Ot .

The second line above depicts how the original volume integral turns into three nested interval integrals
through Fubini’s theorem. Let us define a sequence of auxiliary functions with which we will assemble the
triple integral in (2.11).

1
Sii, (&1, &) = Ivi3(53)vj3(53)|3(51, &, &) dés, (2.12)
0
1
58 61) 1= [ Vi (€250 (61, £2) 462, (2.13)
0
1
— Gy = Gupiais = [ Vi GV (EDSE, ., () . (2.14)
0
Given &7, &, we can evaluate Sé is with numerical integration. Let {g’, n=1,...,N, be the collection

of quadrature points in the interval (0, 1) that make a polynomial integrand of degree 2N — 1 be numeri-
cally integrated with full accuracy, and let wév be the associated weight. Then the value of (2.12) may be
approximated by

N
G4, @G &) = Y vi, (B, (EMIA(Er, &, EDIT W (2.15)
n=1
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In the same manner, let &', wi' withm =1, ..., M and ﬁ, wl1 with 1 =1, ..., L. We can approximate
thus expressions (2.13) and (2.14) as

M
G716 = Zl vi, (v, (ESE; (&1, EHwy, (2.16)
L
Givjrisfaisis = Z Viy (ﬁ)vjl (‘f{)ggjziyg (‘f{)wll : (2.17)
=1

Making distinction of different sets of quadrature points makes sense when the individual polynomial
degrees are not equal, but even in that case, things may get simpler if we choose to work only with the
largest of those sets in all cases, and we can therefore establish L = M = N, f{ = fﬁ = {é = (' and the weight
wl = wh = wh = w! for every I between 1 and L. Below, it will be clear that even after taking this shortcut, the
complexity of the resulting algorithm will not be driven by such a quadrature order.

Suppose we want to approximate the triple integral in the last line of (2.9) without taking advantage of the
sum factorization process. Then we will have L? quadrature points, which are the triplets (& { 0L ED) = E s

with their associated weights Wi, := wlw™w" so the approximate inner product will be

L L L
Gy=Wnv)x =Y Y Y 0107 (& 1mn)|3E 1)l Wimn. (2.18)
=1 m=1n=1

Clearly, (2.18) and (2.15)-(2.17) are equivalent if we use the same quadrature order per coordinate. How-
ever, here lies the entire spirit of the sum-factorization or tensor-product-based integration, as we will see.
Firstly, it is a direct observation that the algorithm to compute (2.18) is the conventional one in 3D finite ele-
ment codes, which is presented in Algorithm 1. Here, as usual in FE algorithms, the symmetry Gy = G is
taken advantage of so that the off-diagonal entries are computed only once. Please note that whenever a sub-
routine call is made in any of the algorithms below, the first arguments given are inputs, with a semicolon
separating them from the outputs. Moreover, outputs written within curly brackets denote arrays.

If we have a uniform polynomial degree p = p1 = p> = p3, we will need at least L = p to compute the
approximate integral. Consequently, in Algorithm 1, the accumulation statement is going to be executed
% p8(p? + 1) times. This represents an operation count of O(p?).

Now let us study the algorithm for the tensor-product-based integration. The way we nested the inter-
val integrals in (2.11) suggests we can perform a similar ordering in the algorithm loops. The idea is to fix
a quadrature point in the coordinate 1, then compute the corresponding term in the sum of (2.17), for which
we need to go over each quadrature point in coordinate 2 in order to obtain the sumin (2.16), and at each step
of those it is required to go over all the quadrature points in the third coordinate and evaluate the expression
(2.15); all must iterate until the sum to approximate the inner product is completed.

procedure L2GRAM(i¢, G) > Compute matrix G for element No. i,; — Conventional algorithm
call setquadrature3D(ie, p1, P2, P35 Ly {&1n> Wimn})
G0 > Initialize Gram matrix
forl,m,n=1toL do
call Shape3L2(&,,,,, P15 P2, P33 {01(& )} > Evaluate 3D shape functions at &,
call geometry(&,,,,,,, ie1; X, (& nn)» 3‘1(§lmn), 19D > Compute x and Jacobian
for]=0todim Y? - 1do
forI =JtodimY? — 1 do
‘ Gy — Gry + U1(& 1) V7 (& 1)~ Wimn > Accumulate through (2.18)

‘ return G

Algorithm 1: Conventional computation of the L? Gram matrix.
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procedure L2GRAMTENSOR(i¢;, G) > Compute matrix G for element No. i,; — Sum factorization

Pmax < max{pi, p2, p3}
call setquadrature1D(ie;, Pmax — 15 L, {{1, w!})

G0 > Initialize Gram matrix
forl=1toLdo
call Shape1L2({, p1; {vi, (¢H]) > Evaluate 1D shape functions at {!

forj;=0tops -1do
fori3 =j3t0p3—1d0

58 —0
form=1,Ldo
call Shape1L2({™, pa; {vi,({™}) > Evaluate 1D shape functions at {™
G4 o0
forn=1toL do
call Shape1L2({", p3; {vi,({™)}) > Evaluate 1D shape functions at ("
flmn « ((l’ (m’ (n)
call geometry (&, fet; X, J(&n)s 31 (E ) 13D > Compute X and Jacobian
9;93}.3 — 9{;3 + Vi (M, ({1~ Ewn > Accumulate through (2.15)
forj, =0top, —1do
fori, =j,top, - 1do
‘ ngzisjs - 9?2]'21‘3)'3 Vi ((m)vjz ((m)géh ((l’ (m)wm > From (2.16)

forj, =0top, -1do
fori, =j,top, —1do
forj; =0top; -1do
fori; =j;top; - 1do
‘ 9i1i1i2j2i3j3 - 9i1f1i2jzi3i3 + Vi (Cl)vil((I)ggjziBjB((l)Wl > From (2.17)

return G

Algorithm 2: Computation of the L2 Gram matrix by sum factorization.

Additionally, see (2.12)-(2.14) to notice the symmetry in 9{‘3 i = 9].“;.3 and the two minor symmetries in
the other auxiliary function 9?2 ivisi = 9].32 bivs = 95 iajsi = 91'32 i,jyi,+ Furthermore, we have the symmetry of the
inner product, also noticeable in (2.14). Those symmetries can be exploited in order to make a more efficient
computation of the Gram matrix. Algorithm 2 and the ones below include all the symmetry considerations
and, whenever these algorithms are coded, it is important to later retrieve those entries that can be accessed
doing use of symmetries.

Assuming that Algorithm 2 is used having uniform polynomial degree p, then the cost of the integration is

computer memory issues. Instead, its value can be directly accumulated into the corresponding entry of G.
In case the polynomial degrees are not uniform, different 1D rules could be applied per coordinate. If
so, a key point in the implementation of Algorithm 2 would be to reorder the integral nesting to make the
quadrature points in the outermost loop correspond to the coordinate with the least polynomial order.
This saving of two orders of magnitude will be observed in all the remaining cases, although some may
involve more complicated calculations.

Remark 2.3. The position of the loops for i3, j3 in Algorithm 2 was adopted from the one in Jason Kurtz’s
dissertation [18] and allows to save the memory associated to the indices i3, j3 in all the auxiliary arrays. We
insist in this ordering for all the algorithms presented on this document because in DPG, as in any higher-order
FE technique, the polynomial degrees used could make the size of those arrays considerably large.
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procedure L2GRAMTENSOR(i¢;, G) > Compute G for element No. i.; — Alternative sum factorization

Pmax < max{p1, ps, p3}
call setquadrature1D(ie, pmax — 1; L, {¢1, w'})

G0 > Initialize Gram matrix
fori=1toL do
call Shape1L2({, p1; {vi,(¢H) > Evaluate 1D shape functions at ¢!
g8 —o0
form=1,Ldo
call Shape1L2({™, p2; {vi,({™}) > Evaluate 1D shape functions at {™
G40
forn=1toL do
call Shape1L2({™, ps; {vi, ((™}) > Evaluate 1D shape functions at {"

forjs=0tops; —1do
for i3 =j3 t0p3 -1do
flmn — ((l’ (m’ (n)
call geometry (&, Tets X, J(&n)s I H(E )5 131) > Compute x and Jacobian
9{43].3 — 9{43].3 + Vi, ((MVi, (M Ewn > Accumulate through (2.15)
forjs=0tops;-1do
fori; =js3tops —1do
forj, =0top, —1do
fori, =j,top, —1do
‘ ggizfﬂé - 9?21'21'3]'3 + viz((m)vjz((m)géis((l’ ¢hw™ > From (2.16)
forjs;=0tops - 1do
foris; =j3tops —1do
forj, =0top, —1do
fori, =j,top, —1do
forj; =0top; - 1do
for il =j1 top1 - 1do
Sivjrisjaisis — Gijrijaisjs + vil((l)vjl(CI)ngzist((’)w’ > From (2.17)

return G

Algorithm 3: Computation of the L2 Gram matrix — Alternative sum factorization.

Remark 2.4. Algorithm 2 leads to an operation count of O(p®) for the statement “call geometry(...)”. Notice
that for low values of p, this expensive call may cost a portion similar to the final accumulation statement.
Bringing into consideration Remark 2.3, if memory limitations are not a major concern, an alternative way
of implementing the sum factorization algorithm is shown in Algorithm 3, which reduces by two orders of
magnitude the number of times “call geometry(...)” is executed.

2.4 Space H!
This energy space is defined as
HYK) = {u € L*(X) : Vu € L*(X)}.
The inner product in H(X) can be computed by means of the expression
(U, VI := (U, V)ac + (Vu, Vv)gc  forallu, v e HY(X).
The gradient V used above is computed in the physical space, that is,

_<au ou ou

6_)(1’ O_XZ’ %) = (01u, 02u, 03u).
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Moreover, we will need the gradient in the parametric space coordinates of a function v defined over KX,
. oV ov ov
Vv = (—, —

081" 042 03

The exact sequence in 3D described earlier, along with the Piola map definitions, imply thatifu € H(X),
then Vu € H(curl, K) and that if u = T8243 for some & € H1(K), then Vu = TV, Of course, we also have
Vi € H(curl, ff(). In other words, we have the commutativity between the gradients and the Piola maps, i.e.,
VTgrad — Tcurl@.

Now let the order of the shape functions for the master hexahedron be (p1, p2, p3), in the sense of the
exact sequence (2.7). Consider a basis for WP, {(p;}‘}i‘g WP-1"where dim W? = (p1 + 1)(p2 + 2)(p3 + 1). Thus,
for any pair of integers O < I, J < dim WP, the inner product is obtained as derived in (2.19).

Analogously to the L? case, besides recalling the definitions of both 782 and T in (2.19), we take
the same steps as above to achieve an expression suitable for applying sum factorization to get the H! Gram
matrix, herein denoted G849,

) = (817, 87, 357).

d
G5 = (o1, ) o)

- j 01009y () d*x + j[VgoI(x)]Twm(x) &x
X

@10 X5 () g o X (E)|I(E)| P& + J[V¢I o X5 (O)]'Voy o x5 (D)) P&

X
(T4 o Xoc(§)) (T py o X3 (§))13()] °§

— A

R ey R

+ j[V(Tg‘ad<m) o Xoc (O)T[V(TE @) o X9 ()T ()| A&
XK

- j((q‘n o X;1) o Xac () (B o X51) o X (D))II(®)| P&

+ j[(TC“ﬂ%z) o X (O)T(TIVG)) o X9 (E)I1I(E)| &
x
S LGEGEGIER
" j[((ﬁ*%n o X;1) o xsc (©)] (T T9Gy) 0 X31) 0 Xac(D)][3(E)] dP&

x
Pr&)P;ONIE) & + jW@I(s)lTD@)W@@)] 13| ¢

X

O R —

11
j j{@(:)@(f) + 0PI O D@ TGy ENIE)| dEs d&, dEy, (2.19)
00

where the symmetric matrix D := J-1J~T contains the following entries:

D11 Dy Di3
D= Dy1 Dy Dy
D31 D3z Ds3

with D1, = D1, D13 = D31, D3, = D53, and all of the entries being dependent on &. The conventional algo-
rithm for (2.19) is presented as Algorithm 4.

The sum factorization process for the present situation begins with defining a tensor-product shape func-
tion. As @y, ¢y € WP = QPP2.P3(33), it follows that

9181, &2, &3) = xi, (E1)xi, (€2) X1 (€3),
@y(&1, 82, &3) = X5, (§1)X),(§2) X, (835
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procedure HIGRAM(ig;, Gerad) > Compute matrix G4 for element No. io; — Conventional algorithm
call setquadrature3D(ies, p1, P2, P35 L, {& )05 Wimn})
Gsrad o > Initialize Gram matrix
forl,m,n=1toL do
call Shape3H1(& ., P1, P25 P33 {01 & pn)bs (VOI1(E )} > 3D shape functions at &,,,,,,
call geometry(&,,,,,,, iet; X, (& nn)» 3‘1(51,""), 19D > Compute x and Jacobian

D e g_l(‘slmn)g_T(glmn)
forJ =0todim WP - 1do
forI =] todim W? -1 do
‘ G?]Iad - G%]rad + {(ﬁl(flmn)(p](flmn) + [@(pl(ﬁmn)]T@[@(pl({lmn)]} 13 1Wimn

‘ return G8rd

Algorithm 4: Conventional computation of the H! Gram matrix.

where the univariate polynomials {y;, }‘zZ “ , are a hierarchical basis of the polynomial space PP«(J), for
a=1,2,3, and the integer indices 0 < iy, j; < ps are given so that they hold a unique correspondence
to the original indices I, J (such as I = iy + (py + 1)i> + (p1 + 1)(p> + 1)i3). Notice that the application of the
master-domain gradient to the shape functions makes effect to a single 1D basis function per component,
that is,
Xi, (x> (§£2)xi; (83)
V@r = Xi (G0xE (62)xi; (83) |- (2.20)
Xi (§0)X1, (§2)x5,(83)

In the calculation of G%;ad, the integrand term [W(ﬁ[(f Imn)]T‘D[W(ﬁj(f 1mn)] represents the main change
with respect to the L2 problem. Using (2.20) for the expanded form of that expression, we derive the following
(for intermediate steps, see [10]):

) D11 D1z Dis Xj, Xio X
(VO™ DIV@sT = (X XinXis» Xin Xi, Xiss XX Xi)| D21 D2z Das || xinX, Xjs
A 3 !
= X1{1X](1X1‘2X]'2X1'3X]'3D11 D31 Ds2 D3 XinXi2Xj,
+ Xi, X5 (Xi X5, Xis Xjs D12 + Xix X5 Xis Xj, D13)
+ Xir Xj, (Xi, X Xis Xjs D21 + Xia Xju X1, Xjs D31)
+ Xin X X4, X, Xis Xis D22 + X, X5 Xis Xj, D23 + Xio Xj, X, Xis D32 + Xio Xja Xi, Xj, D33)- (2.21)
It is now clear that each term in (2.21) is associated to one entry of D. We can thus propose auxiliary
functions identified by the indices of each D,j;. Additionally, after seeing the structure of (2.21), it would be

quite useful to have a tool that allows, in a systematic way, to shift between the shape function y;, and its
derivative )(lfa from one term to another. The inclusion of a binary superscript (s) can do such a task,

i ifs=0,
X = Xi“ . (2.22)
X, ifs=1.

Additionally, a really intuitive yet handy function to manage that binary superscript may be a Kronecker
delta. For instance, note that any term of (2.21) can be represented as

81a) (6 824) (6 83q) . (6 .
X§11 )X;1 1b)X§22 )X;Z zb)Xlg?, )X;s Bb)Dab witha,b =1, 2, 3.

Although this whole article has as an important point of reference, the algorithm of sum factorization for
the Helmholtz equation (whose stiffness matrix is really similar to an H' Gram matrix) in the dissertation of
Jason Kurtz [18], where each term of the factorized form of the integral conveyed a different auxiliary func-
tion, here we decide to provide a single definition of auxiliary functions at each level. These are followed by
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asumover a, b, hence returning all the terms for the required Gram matrix. This new perspective was applied
because one of the goals of the current work is to develop a general framework for the four spaces in the exact
sequence. Consider the definitions

B (&1, &) = | X (&)X (E3)Dap (&1, &2, EII(E1, &, &) dEs, (2.23)

Ot} Ot . Ot

9gradB (ffl) .

ab;izjaisjs

X Gx ™ €S 5y, G, §2) déa, (2.24)

6
Xi,

9grad 1“>(51)X}f1b>(§1)9grad3 (&1) dé;. (2.25)

absiyjaiszjs

On the other hand, the first term of the inner product is computed with a slight variation of (2.23)-(2.25),
but with no derivative and without multiplying the integrand by D}, therefore dropping indices a, b.

1
S 61,62 = [ X0 (EX (1. &2, 821 ds, (2.26)
01
Qigzriii(fl) = JXiz(gz)ij(fz)girjidA(fl, §2) dés, (2.27)
01
CHNRRRIESS POCAVRCAL AR AL (2.28)
0

The addition of the two parts described above yields

3
grad _ sgrad grad
G = Sy * 2 Sabsisiviaivi
a,b=1
Given the auxiliary functions’ definitions for this Gram matrix, some symmetries are possible to be iden-
tified so that many extra computations may be avoided.

9gradA _ 9gradA

absisjs basjsis for all indices,

grad _ opgrad PR
Sabsivjiioiotsis = Ibasisisiaishsis for all indices,
ogradA _ sgradA P
Siis = Si for all indices,
cgradB _ sgradB _ sgradB T
9izi2i3j3 - gizizisis - gizizisis for all indices,
gerad _ ggrad - gerd - gerad for all indices
Wjiljaisjs — Yjililjalzjs T Yluijalaizjs T Yiibjajsis :

Having in mind the relations above, along with (2.23)-(2.28), we propose Algorithm 5 as the tensor-
product-based method to compute the H! Gram matrix, in which a one-dimensional quadrature is applied to
every coordinate, as seen in (2.15)—(2.17).

If a uniform order p is assumed in Algorithm 5, we need atleast L = p + 1 for the integration, so the reader

and verify that it is O[(p + 1)7], two orders of magnitude below Algorithm 4.

2.5 Space H(div)

This third space contains functions whose divergence is square integrable, i.e.,

H(div, ) = {V € L*(X) : divV € L*(X)}.
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procedure H1GRAMTENSOR(i¢;, G8'24) > Get G8"d for element No. i,; — Sum factorization
Pmax < Max{pi, p2, p3}
call setquadrature1D(ie;, Pmax; L, {(l, wih)
Gerad ggrad > Initialize Gram matrix
fori=1toLdo
call Shape1H1({!, p1; {xi, ({D), Xi, (o) > Evaluate 1D shape functions at ¢!
forj; =0Otops do
for i3 = j3 to ps do
ggradB ggradB —0
form=1toLdo
call Shape1H1({™, p2; {xi, ((™), )(lf2 (4a))] > Evaluate 1D shape functions at {™
ggradA ggradA —0
forn=1toLdo
call Shape1H1({™, p3; {xi, (™), )(1'-3 ¢mH > Evaluate 1D shape functions at {"
flmn - ((l’ (m’ (n)
call geometry(&,,,,, fet; X, J(&n)s 31 (E pnn)s 13D > Compute x and Jacobian
D 3_1(£lmn)g_T(£lmn)
sgrad A sgrad A n n n .
Sty < Sy XX EMIdlw > Accumulate to obtain (2.26)

fora,b=1to3do
absizjs absizj; T Xi;

forj,,i; =0top, do

ggradB - ggradB +Xiz((m)sz((m)ggradA(cl, (m)Wm

i2j213)3 i2j213)3 i3)3
fora,b=1to3do
grad B grad B (62a) [ pmy 1, (O2b) ( pmy8TRAA ] »my.. m
‘ gab;izf2i3j3 - gab;izjzi3j3 +Xi, ¢ )ij ¢ )91113;131'3(( Mw

forj,,i; =0top, do
forj,,i; =0top; do
I'=i1+(p1+ Dix+(p1+1)(p2 + i3
J=j1+ 1+ Dj2+ 1+ D(p2+1)js3
if J > I then
gead o GF o (X5 (EHEEE ((Hw!

return G8rd

i1j112j213)3 i1j112j213)3 i2j213)3
fora,b=1to3do
grad grad (81a) ¢ 1y, (61b) ( 41\ o8rad B T\l
| S < Sebinsiviains T X X €S eis, (COW

| gt s X (X Dap(¢MIIWT > Accumulate to obtain (2.23)

> By (2.27)

> By (2.24)

> (2.28)

>(2.25)

Algorithm 5: Computation of the H! Gram matrix by sum factorization.

The corresponding inner product is
(V, W a@iv, %) := (V, W) + (div V, div W)y forall V, W e H(div, X),
where the spatial-coordinates divergence is
divV=01V1+0,Vy +03V3.
Furthermore, the divergence in the master element coordinates of a function W is

aiT/'WZ 51[7111 +52W2 +53W3.

In a similar way to the previous problem, we have that if V € H(div, K) (and by definition div V € L*(X)),
if V.= TV for some V € H(div, K) (with div V € L2(X)), then div V = T div V thanks to another commuta-

tivity that holds for this space, div T%V = T div.
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Now let the order of the shape functions for the master hexahedron be (p1, p2, p3), in the sense of the
exact sequence (2.7). Consider a basis for V7, {9; }dlm VP-1 where

dim V? = (p1 + 1)pops + (p2 + D)p3p1 + (p3 + 1)p1ps.

Central to the understanding of this third space is to remind that its elements are vector-valued functions.
As in the H? case, the definitions of both T4 and T need to be invoked in (2.29). With this in mind, we take
the same steps as above to achieve an expression suitable for sum factorization on the H(div) Gram matrix,
below denoted G4V, Thus, for any pair of integers 0 < I, J < dim V7, the inner product is obtained as follows:

Gd]iv = (91, 97) Hdiv, %)

9:0079,(x) dx + J div 9;0x) div 9, (x) dx
NG

ﬁ"— %”—a A —

(91 Xoc (][9] o X3 (DI A& + JdiV~91 ° Xoc(§) div 9y o Xoc (§)IIE)| &

e
[TH9; 0 x9c ()]TITW Iy o X (D)11I(E)| A&
+ j[div( TWY1) o Xac () [AIV(THI)) o X9 (E)11T ()| d>&
x

= J[(I3|_1391°X ) o Xoc(E)T11317138) 0 X50) o Xoc()NIE) d°&

+ j[(Td’i‘véz) o Xac (T div Iy) o x5 (O)11I (&) &
XK
- j I@&TE&) (&)1 @) dPE
" j[(uar1 div 9p) o x;,0) o xac(@)][((917 AV ) 0 %31 o X ()]19(E)] P&
j HE)TCEI @I 8 + j div 9;(§) div §;(§)13(§) " d°§
fK 9(:
1 1
j j 181&)Te®,®) + div,®) dv §©NIE@) ! des d&, déy, (2.29)

000

——

where € := J7J = (J719~T)~! = D! contains the following entries:

Ci1 Ci2 Ci3
C=| Cx1 Cxn Cy3
C31 C32 Cs3

with C15 = C21, C13 = C31, C32 = C23, and every entry depends on &. The conventional algorithm for (2.29)
is presented as Algorithm 6.
The sum factorization process for the present situation begins by defining a tensor-product shape func-
tion. As 9y, ; € VP = QP1-P2~Lps=1(33) 5 QP1=Lp2.p3=1(33)  QP1-1.P2-1.p3(3) it follows that
81(&1, &2, &3) = pa,i, (E1)Ma,2:0, (§2)Ma, 331, (€3)8as
9161, &2, £3) = Mb, 132 (§1)Mb, 257, (62,35, (638,

where €4, a = 1, 2, 3, is the a-th canonical Cartesian unit vector in the master space; the univariate polyno-
mials pg,4;i,(§a), d = 1, 2, 3, are determined through the rule

i, ifa=d,
Madsia = 1% . (2.31)
vi, otherwise.

(2.30)
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procedure HDIVGRAM iy, Gdiv) > Compute matrix GV for element No. i,; — Conventional algorithm

call setquadrature3D(ies, p1, P2, P35 L, {& )05 Wimn})
G 0 > Initialize Gram matrix
forl,m,n=1toL do

call Shape3Hdiv(¢,,,,,, P1, P2, P3; {91(€lmn)}, {div 91(§1mn)}) > 3D shape functions at &,,,,,,

call geometry(&,,,,,,, iet; X, (& nn)» 3‘1(51,""), 19D > Compute x and Jacobian

C 3T(‘flmn)3(€lmn)

for]=0todim V? - 1do

for] =Jtodim VP - 1do
‘ G?]iv — G?]iv + {91(£lmn)TG'§1(€lmn) + aﬁgl({lmn) a.i‘\/''§](§'lmn)}|H|71W1mn

‘ return G4V

Algorithm 6: Conventional computation of the H(div) Gram matrix.

where it is recalled that {y;,}}", are a hierarchical basis of W3*, while {v;,}}" « form a basis for Y2 (for
a =1, 2, 3). In this new scenario, the integer indices i, j, depend on the vector component where 91 lies.
The correspondence formula between the tensor-product index I and the one-dimensional ones could be of
the form
1'1+(p1+1)i2+(p1+1)p2i3 ifa = 1,
I'=y(p1+Dpops +i1+pa1iz +p1(p2 + i3 ifa =2, (2.32)

(p1+ Dpap3 + p1(p2 + )p3 +i1 + p1ix + p1priz ifa=3.

a a

Furthermore, it should be acknowledged that if {y;, }fa ', is a hierarchical basis of PP«(J), then {)(lfa }fa L, s
a hierarchical basis of PP«=1(J) = Yé’ . We can therefore use this basis by letting
Vig = Xi,;q forig=0,...,pa-1, (2.33)

having pq = p1, p2, 3.
By combining (2.30), (2.31) and (2.33), the tensor-product H(div) shape functions and its master-
coordinate divergence can be rewritten as

91(&1, &2, &) = Xi,(G)X],, 1 (Eas)X], 11 (Eas2)8a) (2.34)
div 91(¢1, &, &) = X, (€)X}, 1 Ear DX, 1 Ear2) (2.35)

with0 < i < Pg, 0 <igy1 < Pas1, 0 < igy2 < Pas2, Wherea = 1, 2, 3 and the indices (a, a + 1, a + 2) are inter-
preted as a cyclic permutation of (1, 2, 3).

Notice that if we introduce an additional identifier to the index, we can restate the shape function in terms
of (¢1, &, &3), which is desirable before the integral nesting of the tensor-product-based algorithm. As above,
a Kronecker delta associated to the vector component where the shape function lies can do that work for us.
But in this case, as seen in (2.34), we require the derivative in the factors depending on the coordinates other
than &,, so we need a complement of the Kronecker delta. For that purpose we make a new definition:

Yed=1-06cq forc,d=1,2,3.

Additionally, the notation convention to know if we need y or its derivative turns again useful. Making
use of (2.22) jointly with the Kronecker delta complement for the index, we can obtain new equations for J;
and div 91, for which the effect of (the component index) a on each univariate polynomial is obtained more
systematically than in (2.34) and (2.35), respectively.

91(¢1, &2, &) = x"s) Ex) X (&3)ea, (2.36)
div9r(€1, &2, &) = X}, 1y0s GOX, 1 yas GOXE 4y (63)- (2.37)
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Using (2.37) in the second term of the Gram matrix entry derived in (2.29), we get to

J div '91 div 9]|3|_1 d3£ - J X'{1+Y1aXl{2+Y2aX;3+)’3aXI(1+)’1bX]{2+Vsz]{3+Y3b |3|_1 dB%" (2'38)
i K
which, due to (2.33), is indeed an L? inner product just as in (2.11). Notice that in (2.38) we abolished the
writing of arguments in order to shorten the number of symbols present, but it clearly holds that each univari-
ate shape function is dependent on the & component with its same index. As we have presented an algorithm
for this type of integral, let us focus on the first term of (2.29) instead, and we will later incorporate both of
them in a single algorithm.
Take (2.36) as a representation of the H(div) shape functions 91, 9]. Insert this representation into the
first term of (2.29), and rearrange in 1D integrals to obtain a nested integral

aT ©§ 191-1 3¢ _ Yia) Vaa) (V3a) AT, (Vin) (Van)  (y3p) 3 -1 43
ju91&9]|3| dg_JXi1+)’1aXiz+Y2aXi3+y3aeaexj1+Y1ij2+Ythi3+V3beblg' d'f

i) K
1 1 1
_ Via) | V1b) (V2a) | (V2b) (Vza) | (V3b) -1
- J Xi1+Y1aXi1+)’1b {J Xiz+Y2aXi2+Yzb |:J Xi3+Y3aXi3+)’3b CapldI™ dd3 ] dé’z} d$i,
0 0 0

where we have used the fact that & Cé, = Cgp.
This is where the corresponding auxiliary functions for H(div) are introduced.

1

GlvA (&1,&) = jx;yi‘;;<£3)x}1i';;,<£3)cab<£1, &, &), &, &) dés, (2.39)
0
1

S o 60 1= X @), )50, (61, o, (2.40)
0
1

Sabsviiafaiss = Jngyl(51))(;1&;)11,(51)9%;?2;21'3]'3(‘51) dss. (2.41)
0

In these newly defined auxiliary function arrays for the first term of the H(div) Gram matrix, some sym-
metries arise as well as they did in the L? and H! cases. We do not explicitly state them now, but the reader
is encouraged to explore such properties, having as a main criterion the fact that the Gram matrix as a whole
is symmetric.

Recall that the second term of the inner product, written in tensor-product form in (2.38), must be added
to (2.41). The calculation of that term is practically a copy of Algorithm 2, but some caution has to be taken
with the indices. We will denote those slightly modified auxiliary arrays Gdiv4, GdivB Gdiv_ Next, by imple-
menting a 1D quadrature for the approximation of each auxiliary function (2.39)—(2.41), similar to those in
(2.15)-(2.17), we get the third sum factorization algorithm for the computation of a hexahedral element’s
Gram matrix, Algorithm 7.

2.6 Space H(curl)

The last energy space needs its functions to have a square-integrable curl. It is defined as
H(curl, X) = {E € L*(X) : curl E € L*(X)}.
The inner product for this space is
(E, F)H(cun, %) := (E, F)x + (curl E, curl F)gc  forall E, F € H(curl, X).
In this definition, the curl is given by

curl E = (62E3 - 03E2, 63E1 - 01E3, 61E2 - azEl).
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procedure HDIVGRAMTENSOR(ie;, GIIY) > GIV for element No. ie; — Sum factorization

Pmax < Max{pi, p2, p3}
call setquadrature1D(ie;, Pmax; L, {(l, wih)

gdv, gdv o > Initialize Gram matrix
fori=1toL do
call Shape1H1({!, p1; {xi, ({D), Xi, (o) > Evaluate 1D shape functions at ¢!

forj; =0Otops do

for i3 = j3 to ps do

9divB’ gdivB —0

form=1toLdo

call Shape1H1({™, p2; {xi, ((™), )(lf2 (4a))] > Evaluate 1D shape functions at {™
gdivA gdiVA —0

forn=1toLdo

call Shape1H1({™, p3; {xi, (™), )(1'-3 (D) > Evaluate 1D shape functions at {"
Epn — (L 0™, 0™
call geometry(&,,,,, fet; X, J(&n)s 31 (E pnn)s 13D > Compute x and Jacobian
C 3T(€1mn)3(‘flmn)
fora,b=1to3do
if js + y3p < p3 and i3 + y34 < p3 then > Avoids extra computations
divA divA (V3a) (Y3b) -1 .
gﬁgﬂ%b — gﬁgﬁfh +stiyaa((:)xgsiyab((:)C“ﬂm ) wh > To obtain (2.39)
gab;i3j3  Jabsizj; +Xi3+YBa(( )Xj3+Y3b(( Narw

for j,,i, = 0to p, do

fora,b=1to3do

if j, + yop < pr and iy + y24 < po then > Avoids extra computations
G O X My (gmgdA. wm > (2.40)

div,é}zlsh ,,giv,g}zlsls ;2+)’2a m }Iz+)’zb m "(ciliv’.llfh m

gab;izfzisjs - 9ab;izf2i3j3 +Xi2+)’2a (( )Xj2+Y2b(( )Sab;i3isw

for j,,i, =0top, do

forj,,i; =0top; do

Determine I, J through (2.32)

if J > I then

fora,b=1to3do

if j; + y1p < p1and iy + y14 < p1 then > Avoids extra computations
div div (V1a) Iy, (V1b) 1\cdivB 1
?gibv;ilhiz}'zhiz - ga,b;h]'lizjzish + X;1+y1a (C )Xj1+Y1b (C )gﬁb;izfzish Wl

! 1
absivjsiviaizs < Sabsisiziaiss T Xivtyra & Wjrya, §)absisfiiss W
return GV

Algorithm 7: Computation of the H(div) Gram matrix by sum factorization.

Its counterpart in master coordinates is
curl F = (0,F3 — 03F5, d3F1 — 01F3, 01F, - 0,F1).
In this last space, the commutativity that is applicable to our derivations is given by curl 7€ = Tdiv curl.

Now let the order of the shape functions for the master hexahedron be (p1, p2, p3), in the sense of the

exact sequence (2.7). Consider a basis for Q?, {i 1}?38 Qp‘l, where

dimQ” = p1(p2 + 1)(p3 + 1) + (p1 + D)p2(p3 + 1) + (p1 + 1)(p2 + 1)p3.

In this fourth energy space, the elements are vector-valued functions too. As in the H! and H(div) cases, the
definitions of both T and T4 need to be invoked during the derivation of (2.42). Taking in consideration
the previous problems, we take the same steps in order to obtain an expression suitable for the sum factor-
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ization of the H(curl) Gram matrix, hereinafter called G, Thus, for any pair of integers 0 < I, J < dim Q?,
the inner product is equivalent to the following expressions:

G?}m = (Y1, Y)H(cur, %)

_ J Wr00TYy (0 dPx + j[curl 1001 eurl g, (0] dPx

e NS
- J[l/JI o X (1T [Wy o Xxc (DNIE) & + J[cuﬂ Pr o xxc(§)]"[eurl g o xoc(§)1IIE) °§
& K
J [Ty o X (T4 o X ()NIE) d°§
i
¥ J[curl(Tcuﬂl,/JI) ° Xac(§)]TTewrl(T4hy) o x3c(§)13(E) d°§

x

=J[(3’Tll31<vxg<1 o Xac (I Ty o x30) o X (DI P&

¥ Imdivamz/m > X5 (1T curl y) o xxc (NI ¢
K
- J Pr DY) P&
" J (137" 3 curly) o x51) o xac ()] [((1I17"3 curl 1)) o x51) o x5 (§)]13(8) | d°&

j D@ D@ IE) dPE + j[curl PO [curl Pr@)NIE) " d>&

i K

111

j j j [P O1I@) + [curl P17 @ curl @)1} d&s dey dE. (2.42)
000

With the assumption that a 3D finite element code enabled for H(curl) shape functions has the curl operation
incorporated, the conventional algorithm for (2.42) is presented as Algorithm 8.
Now we proceed to define a tensor-product shape function for this energy space. As

1/31’ 1/31 € QP = QP1~L.p2.ps (73) x QP1P2~LP3 (33) 5 QPLP2:P3~1 (3

it follows that A

Y1(81, &2, &3) = pa,1;i, (§1)Pa,2;i, (§2)Pa,3:i; (§3)€4,

Y€1, &2, &) = 13y, (€1)Pb,251, (E2)Pb, 335, (£3)85,
where &4, a = 1, 2, 3, is the a-th canonical Cartesian unit vector in the master space; the univariate polyno-
mials pq,a;i,(&4), d = 1, 2, 3, are determined through the rule

Viy ifa= d,
Pa,d;id = . (2-43)
Xi, otherwise.

Also here the values that the integer indices i4, j, may take depend on the vector component where li) I
lies (a). The correspondence formula between the tensor-product index I and the one-dimensional ones could
be of the form

i1 +paiz + p1(p2 + i3 ifa=1,

1 1) +i 1)i 1)p,is ifa=2,
- pi(p2+ D(p3 +1) +ip +(p1 + D)ix + (p1 + Dp2iz  ifa (2.44)

pip2+D(p3+1) +(p1+ pa(p3 + 1)
+i1+ (p1+ Dix + (p1+ D(p2 + Vi3 ifa=3
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procedure HCURLGRAM(i¢;, Geurl) > Compute matrix G for element No. i; — Conventional algorithm

call setquadrature3D(ies, p1, P2, P35 L, {& )05 Wimn})
Geul 0 > Initialize Gram matrix
forl,m,n=1toL do

call Shape3Hcurl(¢},,,> P1, P2, P3; {1/31(51,"")}, {curl 1/31(51,"")}) > 3D shape functions at &,,,,,,

call geometry(&,,,,,,, iet; X, (& nn)» 3‘1({lmn), 19D > Compute x and Jacobian

D g_l(‘slmn)g_T(é’lmn)

Ce gT(‘flmn)g(flmrI)

forJ=0todimQ” - 1 do

forI] =JtodimQ? - 1do
| GE e Gt (11(& ) DY (8 )11 + [t (& )T €L (8, )11 Wimn

| return ge!

Algorithm 8: Conventional computation of the H(curl) Gram matrix.

Perhaps it becomes clear by rewriting 1/3 7 using (2.43) just like it was done in the H(div) problem,

Di1(&1, &, &) = Vig (E)Xivn (€as1)Xinsr (Ea+2)€a
= X,{a+1(§a)X1‘a+1(fa+1)Xia+z(fa+2)éa, (2.45)

where the relation between v and y, (2.33), was applied. Moreover, the curl operator is the most complicated
case of all in this section. Firstly, instead of using explicit indices 1, 2, 3, we can write the result of this oper-
ator having as a reference the component index a in 1/1 1 and making use of the cyclic permutation concept
shown above.

curl r = [da+1(Pr)ar2 — dara(Pr)ar1]ea
+10ar2(Pr)a ~ da(Pr)ar2lass
+[0a(W¥D)ar1 — Oas1(YDal€as2
= 0a+2(P)a€art — das1(Pr)alasa
= Xip+1Xian Xiyp €a+1 = Xi41Xi,,, Xiaso €ar2- (2.46)
Now, using the Kronecker delta as a means to manage the superscript (2.22) and the subindex where

we need i, + 1 instead of just iy, and introducing this into (2.45), (2.46), we can write 1/31 and its curl in an
appropriate form to perform the nesting of integrals of (2.42).

7 a a ) a A
Pi(&1, &, &) = x5 @xs) @x%s (&5)éa (2.47)
curl r(€1, &, &) = X e Ex i x5 (€)@
X @ (©)x e (& )ean. (2.48)

By applying (2.47) and (2.48) to the first and second terms of (2.42), respectively, we converge to a def-
inite expression that we can finally implement for the computation of the Gram matrix entry G?}‘rl. Putting
aside momentarily the |J| factors, we have the following equations for each term:

PrETDEDE) = x5 EOx EOXE EIX X (Exy (E)erDE@)ey,  (2.49)

37 37 Vi) Vi) | Va@en) | Vaw+n) | V3@rn) | (V3m+1) A -
[curl ll)[]TG[Curl "[)]] = Xi1y+(51a) Xi1)/+(151b) i2}/+(¢32a) f2)/+(¢52b) izyi(53a) ]'3yi(53b) e£+1€eb+1
_ §y1(a+z)) §Y1(b+1)) §YZ(a+2)) §Y2<b+1)) §Y3(a+z)) §Y3(b+1)>éT cé
14610 Aj1+61y Air+82a Ajo+6ap Aiz+63a Ajs+63, Car2-Eb+l
_ §Y1(a+1)) f)’l(mz)) §YZ(a+1)) §Y2<b+z>) §Y3(a+1)) §Y3(b+2))éT cé
14610 Aj1+61p Air+62a Ajot6p Aiz+630 Ajs+65 Ca+1-Eb+2
(Vi@+2)) | Viw+2))  Va@r) L Vaw+2)) | V3@r2) | (V3+2)) A -
FXivasrs Xirsn Xivsow Xinrow Xisrsr Xipisrs €araCebea.
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Note that, in the second equation, the arguments were omitted for practical reasons, but it is easy to
determine what is the argument of each univariate polynomial by comparing to (2.49). We can further recall
that é;@(f)éb = Dgp, éIHl Cép+1 = Cia+1)(b+1), and similarly we can retrieve C(q+2)(b+1)s Cla+1)(b+2)> Cla+2)(b+2)-
The second term of the Gram matrix is more intricate as it comprises four subterms, each of which needs to
be computed separately. However, it is possible to generalize the definition of the auxiliary functions adding

a new pair of indices. Then let

1
14; a+a +) —

Gomis P (&1, &) = fofii;h’)(fz)x;ﬁ%’j’) (£3)Clararb+p) (§1, &2, $)1(E1, &2, &)1 &, (2.50)

0

1

1B; (V2@a+) (Ya+p)) 14;

o, (&1) = jx,{f&z; X, 5P (€SP (61, &) d&, (2.51)

0

1

curl;af (V1(a+a)) (Vib+p)) curl B;af8

Sabiisjrizizisis = inlism X480, SV abiijoizy; (1) 4815 (2.52)

0

where a, = 1, 2. In the same fashion, for the first term, the auxiliary functions are

9;‘;;1,33 (1, $2)

1]
Ot} Ot Ot

X @G (E)Dab(E1, &, &) 13(81, &, &) d&s, (2.53)

- 6 a 6 -
GouB (@) = | X (E)xion (&)GIA (&1, &) déy, (2.54)

o 61a [ 5
Sabi X @y (E)GSRE (&) déy. (2.55)

Finally, every Gram matrix entry is computed as
2
G§}1rl _ gcurl ...... + Z (_1)a+59curl.;a.ﬁ_ o (2.56)
a,p=1

Algorithm 9 implements (2.50)—(2.56) using one-dimensional numerical integration for each auxiliary
function. If we have a uniform-degree polynomial space (in the sense of the exact sequence), then this algo-
rithm has a complexity of O[p3(p + 1)*] ~ O(p”), whereas Algorithm 8 accounts for O[p°(p + 1)*] ~ O(p?),
assuming we use L = p quadrature points.

2.7 Use of Legendre Polynomials

Legendre polynomials are a family of hierarchical and L? orthogonal polynomials defined over the interval
[-1, 1] with the average zero property (except the constant function corresponding to O-th degree). By shifting
the polynomial argument, we can keep all those properties over the interval [0, 1]. We are denoting by P; the
i-th-degree Legendre polynomial with i = 0, 1, 2, .. .. Just by defining the first two members of the set along
with a recursion formula, we can obtain all of the Legendre polynomial family over [0, 1].

Po(§) =1,
Pl({) = 25_ 19
iPi(§) = 2i - 1)(2& - 1)Pi_1(§) - (i - 1)P;i2(8), i=2. (2.57)

In (2.57), the recursion formula is built such that P;(1) = 1 for every non-negative i.
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procedure HCURLGRAMTENSOR (i¢j, GCU™)
Pmax < Max{pi, p2, p3}
call setquadrature1D(ie;, pmax; L, (¢!, w'})
9curl, 9cur1 —0
fori=1toLdo
call Shape1H1({!, p1; {xi, ({D), X,{l((l)})
for j;,i3 =0tops do
gcurlB, 9curlB —0
form=1toLdo
call Shape1H1({™, p2; {xi,(¢™), x,'-z((m)})
gcurlA, ScurlA -0
forn=1toLdo
call Shape1H1(¢", p3; {xi,(¢™), xi, (™)
{lmn — ((l’ (m’ (n)
call geometry(&,,,.,, iet; X, 3(&jmn)> 37 (& un)» 131)
D gil(glmn)giT(‘flmn)
C e BT(flmn)g(flmn)
fora,b=1to3do
if]3 +03p < p3 and i3 + 834 < p3 then
ab;isjsz ab;isjs X13+53a
fora,f=1to2do
curl A;aff
‘ 9ab;i;]'3
for j,,i, =0top, do
fora,b=1to3do

ifjo + 62p <psandiy + 624 < 552 >then .
ocurl B ocurl B a b
gglllll;iziziajs - 92%1;i2i2i313 Xlziﬁza((m)x :
fora,f=1to2do

‘ SCIEIB;O(,B

ab;izjaizj3
forj,,i; =0top, do
fOl‘jl, il = 0t0p1 do
Determine I, J through (2.44)
if ] > I then
fora,b=1to3do
ifj; + 61p < p1andiy + 614 < p1 then

Jj3+63p

absizis T Xiz+65,

ab;izjaizjs + Xiy+624 j

return G

9curlA;o(/i (V3a) ((n)X(Ysb)

Jj3+83p

((n)c(a+a)(b+ﬂ) |H|71 wh

Jja+62p

9cur1B;a,B (Y2a) ((m)X(yzw ((m)gcurlA ;af wm

Scurl Scurl (61a) I

absiijiiz)13)3 91117 sijiia)2i3)3 X11+51a((
fora,f=1to2do

‘ 9cur1'zx'ﬁ. o Scurl.tx'ﬁ' o (Y1a)

X11+61a

> G for element No. i, - Sum factorization

> Initialize Gram matrix

> Evaluate 1D shape functions at ¢!

> Evaluate 1D shape functions at {™

> Evaluate 1D shape functions at ™

> Compute x and Jacobian

> Avoids extra computations

Gl Gewld |y (0 (emyyOn) (emypy o lglwn

> (2.50)

> Avoids extra computations

(Cm 9curlA m

ab; 1313

>(2.51)

ab;isjs

> Avoids extra computations

(61p) (1 1B 1
Xhiglb(( )9CU1’

ab; 121213]3

curl B; aﬁ

(yiv)
((l)lei%w ((l)gab siajaizs W

Algorithm 9: Computation of the H(curl) Gram matrix by sum factorization.

Additionally, the mentioned properties of the Legendre polynomials are formally rewritten like this:

(i) hierarchical polynomial basis
P([0, 1]) = span{Py, ..., Pp},
(ii) orthogonality
(Pi, Pj)r2(7)

PUOPI(&) € = 85—

o-—,_.

n=0,1,2,3,...,
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(iii) average zero
1

jpi(g) dE=0, i>1. (2.58)
0
However, we usually need to evaluate derivatives of the shape functions. In that sense, it would be prefer-
able to have all the nice properties of Legendre polynomials in the derivatives of our shape functions. This
motivates the introduction of the integrated Legendre polynomials, defined as

3
Li®) = IPi_l(t) dt=0, i>1. (2.59)
0
This implies
Li(®) =Pi1(§), i=1. (2.60)

Notice that (2.58) and (2.59) imply that L;(0) = L;(1) = O for all i > 2. This means that all higher-order
integrated Legendre polynomials are bubbles (smooth functions vanishing at the boundary of its support).
Now, with some elementary calculus and the definitions and properties above, we can find a corresponding
recursion formula for this new family of polynomials,

Ll(é/) = é"
2(2i = 1)Li(8) = Pi(§) - Pi-2(§), i=2.

Finally, we can also do a bit of notation abuse and add a new function to this family,
Lo(d) =1-&=1-Ly(&.

The definition of this additional function has the purpose of completing a full basis with the L; polynomials
that is also hierarchical (as long as i > 1), just like in the original Legendre family. Thus we have

P"([0,1]) =span{Lg,..., Ly}, n=1,2,3,....

For the 1D Wg space, take y; = L;, i =0, 1,..., p; therefore, we are satisfying the requirement (2.33)
thanks to (2.60). In other words, if the 1D H! shape functions are integrated Legendre polynomials, we
comply with the hierarchical basis property, making the algorithms developed above directly applicable.
This polynomial family will therefore be the constructing block of every finite element space that we have
presented above.

Remark 2.5 (Side note on conformity using integrated Legendre polynomials). Notice that, across two adja-
cent elements, the union of functions Ly and L; would form what is known as a hat function. In an H;-
conforming discretization, this kind of function is in charge of enforcing continuity at vertices. On the other
hand, the higher-order integrated Legendre polynomials (L;, i > 2) are bubbles, that is, they vanish at end-
points. Consequently, the finite element solution value at vertices is fully determined by the coefficients for
Ly and L;. Conformity in 1D is so guaranteed at the lowest order case and at any higher order. For the 3D
case, by recalling the ideas in Section 2.2, it can be shown that, after constructing the 3D spaces with the 1D
spaces in the way therein shown, conformity is also attained.

3 Applications and Results

As stated earlier, the main motivation for proposing these integration algorithms has been to use them within
the computational implementation of DPG finite element methods, as they require the computation of the
Gram matrix for a high-order discrete test space for each element. Next we summarize the principles of DPG
to illustrate the benefit of applying a fast integration technique in its implementation.
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The DPG methodology is a family of finite element techniques that are applicable with several variational
formulations [6], a growing number of physical applications [8, 11, 13, 15, 16, 24, 25], and holds desirable
mathematical properties like getting “automatic” stability in any norm [5], being able to conformingly han-
dle general polygonal meshes [26] and having a built-in a posteriori error estimator [3, 9], among others. In
general terms, we can describe any DPG method by referring to an abstract variational formulation like the
following one: find u € % such that

b(u,v)=¢€(v) forallve?v,

where 7%,V are Hilbert spaces of measurable functions defined over a domain Q, b(-,-): Z x ¥ - R
(or C) is a continuous bilinear (or sesquilinear) form, and £: ¥ — R (or C) is a continuous linear (or anti-
linear) functional on 7. Suppose that T is an open partition of our domain Q, which coincides with the
geometry discretization (mesh) used in the finite element method context. Define the broken test space
as ¥ (7) :={f: Q - R(or C, or R>, ...) measurable, such that flx € ¥|x, K € T}. If testing with functions
from the latter space, an additional set of unknowns is necessarily added. Let 0T be the set of mesh interfaces,
or mesh “skeleton”; let % (07) be a space of functions defined on 07. The resulting problem is: find u € %,
il € #(07) such that

b(u,v)+ b, v) = e(v) forallve ¥(7), (3.1)

where b(-, ) is a new bilinear functional acting on elements of #(07) paired with traces of ¥'(7) on 07.
When going to the discrete (finite-dimensional) problem, we would like to find u* € ", a" € #"(9T), and
for the sake of stability, an appropriate finite-dimensional subspace of ¥ (7) must be picked. DPG’s theo-
retical derivation leads to an exact way of performing this, but it involves the inversion of the Riesz map of
¥ (7T), which in most cases is impossible. Then we limit ourselves to working with an enriched test space,
satisfying dim #7(7) > dim %" + dim #"(0T). When implementing this, a convenient way to enrich the test
space is to use polynomial spaces of nominal order p + Ap, with certain increment Ap > 0 with respect to
the nominal polynomial order p > 0 of the exact sequence associated to the discrete trial spaces (i.e., "
and #1(07)). Once this enriched test space is formed, the final numerical problem of DPG becomes: find
P e VT(D), ul e %N, " e wh(dT) such that

W, V)yry + b, v) + b(@", v) = e(v) forallv e ¥"(7),
b(6u,)=0  forall su e %", (3.2)
b(6ii, ) =0  forall 6ii € #"(07),

where (-, )y (7 is the inner product of the test space. Let {u;}"

1 be a basis for the first component of the trial
space with n = dim "; {z; }fnnﬂ be a basis for the second part of the trial space with i = dim #(9T); and
{(l)i}f':’ 1 be a basis for #"(T), where m is its space dimension. With these bases, we represent the unknowns

as follows:

n
uh = Z ujuj, (3.3)
j=1
n+n
= z ujwj, (3.4)
j=n+1
m
Y= s
j=1

Following this, we can arrive at the augmented linear system shown in the introduction of this paper.
Here we restate it since the context may now demonstrate that (3.2) is equivalent to this system (in the real
case): find s € R™, u € R", w € R” such that

Gs+Bu+Bw=1,
B's =0, (3.5)
B's =0,

where G € R™™ is the Gram matrix of ¥7(7), thatis, Gix = (¢i, Px)»r(7); B € R™" is the enriched stiffness
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matrix from the field unknowns, given by B;; = b(uj, ¢;); B € R™" is the enriched stiffness matrix from the
skeleton unknowns with E,-,- = E(ﬂ;, ¢i); and | € R™ is the enriched load vector, obtained through |; = £(¢;).

In order to find the approximate solution u” using (3.3), and similarly the solution on interfaces "
through (3.4), it is necessary to statically condense s from (3.5) by bringing into consideration that the Gram
matrix is invertible (it represents a discrete Riesz map, which is an isomorphism). Then the new discrete
system (also repeating from the introduction) yields

(BTG—ls BTG‘1§) (u) B (BTG—ll) (3.6)
B'c'B B'G'B/\w/ \B'G'l)’ ’

An alternative way of solving the discrete DPG problem is to apply the so-called Discrete Least Squares
framework [17], which has been devised to get, depending on the technique therein implemented, either
a more efficient assembly process or a better conditioned linear system than when the full system (3.6) is
constructed.

Even though there are not results for hexahedral elements, some stability analysis on triangles and tetra-
hedra have been made [4, 21]. Such studies showed that the higher the dimension of the enriched test space
is with respect to the dimension of the trial spaces, the better is the possibility for the practical DPG method of
having stability guaranteed. This implies that the Gram matrix in DPG is the largest array whose computation
is required at every element of the partition; therefore a technique to accelerate its construction will favor the
overall implementation of this finite element methodology. However, the fact of using a broken test space
makes G block diagonal, with each block associated to one and only one element of the mesh. This means
that G can be assembled and even “inverted” elementwise, and this is per se a big computational relief. We
encourage the reader to refer to another publication on the matter to know more about the specifics of the
DPG family of methods [7].

To show the effect in time savings that the proposed tensor-product-based integration generates, three
different PDEs (along with their corresponding variational formulation) were picked, and we compared the
time needed to calculate the Gram matrix using conventional and sum factorization algorithms. Moreover,
we compared also the time elapsed for the formation of G, B and | altogether. For all the examples below,
the physical domain was equal to the master hexahedron, and a single-element mesh was considered. The
last statement does not mean that these algorithms have not been tested with multiple elements or a more
challenging physical geometry. In [20], the ultraweak version of Maxwell’s equations was implemented under
adaptive refinements and a curvilinear geometry, in the modeling of fiber laser amplifiers. Due to the very
costly computations at the local level, the sum factorization ideas derived in this work were incorporated
into the code to allow for a finer mesh to be resolved in a reasonable time. With py = 5, there was an observed
speed-up of about 80 times in the computation of G, B and | on every element. In the cases to be described
next, similar speed-ups are obtained (at least for G).

As a final but important remark, the matrices G, B and | obtained in each of the examples below are equal
(up to machine precision) independently of the algorithm used, which verifies the proper implementation of
the different sum factorization algorithms. In order to make such a verification step, the resulting values from
the conventional integration algorithm were used as the reference. In the following examples, the ordering
of the loops within the algorithms that was preferred is the alternative one presented in Algorithm 3.

3.1 Primal Formulation for the Poisson Problem
Poisson’s equation is given by
—div(kVu) =r,

where k is a diffusivity coefficient and r is a source term. This PDE, in the context of DPG, will lead to the
broken primal variational formulation, in the terms of (3.1),

w =HYQ), #(OT)=H1:(T), ¥ =H\T),
b(u,v) = (kVu, V)3, b(#,v) = (&, vor, €)= (1,V)7,
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po Ap p, Conventional Sum factorization

1 1 2 1.76E-03 1.64E-03
1 2 3 3.14E-03 1.95E-03
2 2 4 1.20E-02 3.31E-03
3 2 5 4.31E-02 6.70E-03
4 2 6 0.163 1.49E-02
5 2 7 0.522 3.05E-02

Table 1: Average computation time (seconds) of G824 in the Primal Poisson DPG implementation
for different polynomial orders and two integration algorithms.

Matrix G compute time - Primal Poisson ( H' )
I L I L D R I A

]
r | —©— Conventional
—&— Sum Factorization

10" |~ — —Ref.line ~ (p, +1)° f
. Ref. line ~ (p, + 1)’ ]

10° E 5

Average elapsed time (s)

1073 2t S S S T S S S N L R | R S S A S R

4 4.5 5 5.5 6 6.5 7 7.5 8
p,+1

Figure 1: Average computation time (seconds) of G8™¢ in the Primal Poisson DPG implementation
for different polynomial orders and two integration algorithms with respect to p, + 1.

where (-,-)7 = Ygxeg(+, )%, (-, Yo7 is a duality pairing between H: (07) and H> (07). Recalling the
Piola maps defined above, the main discrete element subspaces are % h = wpo = T8radgpo.po.po(93) and
YT = WPr = T8dQprprpr(33), where p, = po + Ap. In order to compute the enriched stiffness matrix and the
enriched load vector, a new portion of code must be added to Algorithms 4 and 5. The procedure carried out
to compute these additional arrays so far is not optimal, so in a later work the performance of this task can
be improved. Moreover, the computation of B is done in the conventional way at all times; hence we leave it
out of the computing time measurements.

Table 1 shows the average wall clock time of 50 runs of computing the H Gram matrix for this problem,
for different values of p,. This plot is made with p, + 1 as the abscissae because this is the parameter with
respect to which the computational cost estimates were presented. The expected trend lines accompany the
two data plots in Figure 1 as a reference to compare with. It is noticeable that, in the conventional case, this
trend fits better to the data than in the new algorithm.

Additionally, Table 2 and Figure 2 show the average time for computing G, B and | within the code’s
element subroutine (the component of the finite element code that constructs the element matrices), having
fixed Ap = 2. Since B and | are constructed using a conventional integration approach, this result intends to
inform a closer estimate of the actual time savings when using sum factorization in a DPG computational solu-
tion. Notice that the reference line on this plot indicates that, in both cases, the trend is again approximately
of ninth order.
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po Ap p, Conventional Sum factorization

1 2 3 3.55E-03 2.41E-03
2 2 4 1.60E-02 7.20E-03
3 2 5 6.62E-02 2.81E-02
4 2 6 0.294 0.113
5 2 7 1.01 0.404

Table 2: Average computation time (seconds) of G874, B, lin the Primal Poisson DPG implementation
for different polynomial orders and two integration algorithms.

Matrices G, B, | compute time - Primal Poisson ( H' )

— e
—o6— Conventional

—+&— Sum Factorization

10" £|— — —Ref.line ~ (p +1)° 1

@ 10°

Average elapsed time

Figure 2: Average computation time (seconds) of G824, B, | in the Primal Poisson DPG implementation
for different polynomial orders and two integration algorithms with respect to p, + 1, with fixed Ap = 2.

3.2 Primal Formulation for Maxwell’s Equations

A second illustrative problem is the time-harmonic Maxwell’s wave equation
curl (u~! curl E) — w?eE = iw], 3.7)

where E is the unknown electric field, J is the imposed electric current, w is the angular frequency, and y and
€ are electromagnetic constants (the permeability and the permittivity, respectively). In terms of the abstract
formulation (3.1), the primal version of the broken variational form for (3.7) is

U = H(curl, Q), #(07)=H :(div,dT), ¥ = H(curl,T),
b(E’F):(HilcurlEy CurlF)T_wz(EE’F)T’ E(E’F):_RU(E,F)G‘T’ E(F):lw(]’F)‘T’

where E and E are the trial variables, F is the test variable, and (-, - )7 in this case represents the duality
pairing between trace spaces H -3 (div, 07) and H -3 (curl, 07) (see [4]).

The discrete enriched test subspace is QPr = TCUW(QPr=1.PrPr(J3) x QPrPr=1:Pr(73) x QPrPrPr=1(33)), The
Gram matrix that corresponds to this problem is the one for H(curl); hereby Algorithms 8 and 9 are going to
be compared.

Similarly to the previous case, we present results for the construction of the Gram matrix in Table 3 and
Figure 3. In this case, the time averages correspond to 20 runs. When taking into account also the integration
of B and |, the results are those shown in Table 4 and in Figure 4.
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po Ap p, Conventional Sum factorization
1 1 2 3.09E-02 3.41E-02

1 2 3 4.22E-02 3.98E-02

2 2 4 0.129 5.39E-02

3 2 5 0.571 9.42E-02

4 2 6 2.30 0.203

5 2 7 7.82 0.464

Table 3: Average computation time (seconds) of Gl in the Primal Maxwell DPG implementation

for different polynomial orders and two integration algorithms.

Matrix G compute time - Primal Maxwell ( H(curl) )
| A L L L D L D

10" |

| —6&— Conventional

—#&— Sum Factorization
— — —Ref.line~(p +1)°

Ref. line ~ (p_+1)"

100 ¢

Average elapsed time (s)
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Figure 3: Average computation time (seconds) of GU" in the Primal Maxwell DPG implementation
for different polynomial orders and two integration algorithms with respect to p, + 1.

po Ap p, Conventional Sum factorization
1 2 3 4.65E-02 3.37E-02

p 2 4 0.167 7.75E-02

3 2 5 0.889 0.340

4 2 6 4.02 1.57

5 2 7 15.36 6.02

Table 4: Average computation time (seconds) of G¢U", B, |, in the Primal Maxwell DPG implementation
for different polynomial orders and two integration algorithms.

3.3 Acoustics and the Ultraweak Variational Formulation

The time-harmonic acoustics system of equations reads as follows:

{ iwu+Vp =0,

iwp +divu = f,

DE GRUYTER

where u is the velocity, p the pressure, and w the angular frequency. As a first order system, each equation
can be tested independently (with broken test functions), and after applying integration by parts, we get the
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Matrices G, B, | compute time - Primal Maxwell ( H(curl) )
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Figure 4: Average computation time (seconds) of G B, |, in the Primal Maxwell DPG implementation
for different polynomial orders and two integration algorithms with respect to p, + 1, with fixed Ap = 2.

so-called ultraweak variational formulation [24]
w =L*(Q) x L*(Q),
#(0T) = Hx (div, 0T) x H 2 (div, 9T),
¥ = HY(T) x H(div, 7),
b((p, w), (¢, v)) = (iwu, v)7 - (p, divv)s + (iwp, ¢)7 - (U, Vq)7,
b((B, Tn), (q, V) = (B, V- N7 + (ln, @Yo
(g, v)) = (f,v)7.

Interestingly, this variational formulation is characterized by having its field trial variables lying in L2
spaces. This immediately implies that there is no requirement on continuity across elements for the func-
tions belonging to those spaces. Other variational formulations, where the trial space needs some kind of
continuity (e.g., the primal formulations above), and therefore the handling of orientation and the distinc-
tion among the type of shape function (vertex, edge, face, interior) make the tensor-product decomposition
less direct (see [12]). Unlike those, the ultraweak variational formulation directly allows the correspondence
of its discrete trial basis with tensor-product shape functions. As a result, we can apply very similar ideas as
above to compute the volume integrals needed for B and |, in addition to G.

For a single element, notice that the stiffness matrix B arising from the bilinear functional in (3.8) can be
computed as follows:

(3.8)

Brx = (iwuky, vi,)x — Pk, divvr,)xc + (wpk,, qr;)x — (U, Vq1,) %,

where I is the product index of Iy and Iy, K is the product index of Kq and Kg, px, € Y?°, ux, € (YPo)3,
q1, € WP, and vy, € VPr. By mapping to the master hexahedron and using the Piola transformations, we
obtain
B = [ (i, 37,1917 - iy, divi 017" + 1P, - 1k, 0 9a,) . (3.9)
%
For each term of (3.9), we can express the involved shape functions as tensor products of univariate
polynomials and develop similar algorithms as the ones derived above. A similar idea can be applied for the

simpler situation of .
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Additionally, the choice of a special norm in the ultraweak formulation is of great benefit to be able to
control the solution error in the desired trial norm [6]. Such a norm is the so-called adjoint graph norm with
a corresponding inner product that is defined as follows:

((8g,6v),(q,v)) = @ +al(8q, @) + (V6q, Vq)7 — iw(div bv, ¢)7 +iw(8v, Vq)7 + iw(8q, divv)y
—iw(Véq, v)s + [w? + a](8v, V)7 + (div 8v, divv)s for all (8q, 6v), (q,v) € V. (3.10)

In (3.10), a is some positive real number that is used as a correction due to the fact of using broken test
spaces [24]. Notice that four terms in this inner product were already studied in the H! and H(div) spaces.
The remaining four terms form a Hermitian array so that we need to implement only two of them. Considering
a single element, the third and fourth terms of (3.10) lead to

_ iw(div 6v, q)s + iw(8Y, V) = iw j[—(diva}/)@ + (8T (94)] & (3.11)

%
after implementing the respective Piola maps. Finally, besides using Algorithms 5 and 7 for the four associ-

ated terms in (3.10), an analogous sum factorization algorithm must be built for the two integrals in (3.11).

This problem was solved using both conventional integration and tensor-product based integration,
translating the ideas above for the stiffness matrix, the load vector and the Gram matrix produced by the
adjoint graph norm, into the code. Table 5 and Figure 5 show the results of the average computing time (of

po Ap pr Conventional Sum factorization

1 1 2 1.48E-03 7.15E-04
1 2 3 1.05E-02 3.40E-03
2 2 4 7.46E-02 9.62E-03
3 2 5 0.437 2.84E-02
4 2 6 1.900 8.08E-02
5 2 7 6.985 0.214

6 2 8 21.88 0.496

Table 5: Average computation time (seconds) of G, B and l in the ultraweak acoustics DPG implementation
for different polynomial orders and two integration algorithms.

Matrices G, B, | compute time-Ultraweak Acoustics (H1 x H(div))
T T T T T T T T T

| —6&— Conventional
—=&— Sum Factorization

10" F — — —Ref.line~(p +1)°
F Ref. line ~ (p, + 1)

@ 100 ¢

Average elapsed time

Figure 5: Average computation time (seconds) of G, B, L in the ultraweak acoustics DPG implementation
for different polynomial orders and two integration algorithms with respect to p, + 1, with fixed Ap = 2.
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20 runs) of G, B and | for several polynomial degrees. Here, because of the different trends observed, two
reference lines are presented, one of ninth order and one of seventh order.

3.4 Discussion

The results observed above allow to identify several achievements, while also making clear what aspects
need improvement. Notice that all five plots have the same scales in their axes in order to facilitate visual
comparison.

Firstly, Figures 1 and 3 communicate well that the expected asymptotic reference lines approach the
numerical experiments results as p, increases. Unlike the dashed reference line (corresponding to (p, + 1)),
which is almost parallel to the plot for conventional integration, the fine dotted line (corresponding to
(pr + 1)7) seems to grow slightly faster than the data for the sum factorization results. It may be expected that
at higher polynomial degrees the rate becomes closer to 7, but at the moment the important outcome is that
the integration of G indeed became two orders of magnitude faster.

As a second observation, we see that Figures 2 and 4 reveal that, when looking at the elapsed time of
computing all the matrices, the sum factorization approach overcomes the performance of the conventional
algorithm at all degrees p,. Such a result is also visible in Tables 2 and 4, in which the difference between
columns 4 and 5 corresponds to the actual time saving when going from the conventional integration scheme
to the herein introduced algorithm for every time the element subroutine is invoked in a DPG code. For the
highest values of p,, this saving can be of the order of a second per element in Poisson, or nine seconds in
Maxwell, therefore leading to a big reduction of computation time when a refined mesh is in use. It can be seen
nevertheless that the complexity rate for the compute time of all the matrices, in both types of integration, is
still 9. This happens because computing the stiffness matrix B with the conventional algorithm has a leading
term of O((po + 1)°) in its computational complexity, which will obviously begin dominating the cost of all
the integration as py grows.

Earning all the advantages of sum factorization for numerical integration has therefore the requirement
of finding a good procedure for the construction of B and . Such a procedure must be able to take profit of
the nesting of integrals, as developed above for so diverse situations, for multiple variational formulations.

For the ultraweak formulation, that was clearly observed. In that case, there was a way to extend the
ideas of sum factorization and take advantage of them, as noticed in Figure 5. There it can be seen that the
complexity rates were successfully taken to the desired order.

As a closing remark, we can state that having proposed and utilized a tensor-product-based algorithm
for the integration of less usual Gram matrices, like that of H(curl) or the adjoint-graph inner product for
H' x H(div), proved to be very useful regarding the really meaningful relative savings: 16 times faster when
po =5 and Ap = 2, in Maxwell’s primal form; or 44 times faster in the ultraweak formulation for acoustics
with pp = 6 and Ap = 2. This kind of benefit is thereby expected to extend to the rest of energy spaces and
inner products frequently used in DPG and other FE methods.

4 Conclusions

A complete set of algorithms for fast integration of Gram matrices for H!, H(curl), H(div) and L? spaces for
a general parametric hexahedral element has been presented. The algorithms are based on the sum factor-
ization of tensor-product shape functions. Critical for efficiency is the use of hierarchical shape functions —
Legendre polynomials and their integrals — for the 1D exact sequence. The expected reduction of compu-
tational complexity from O(p®) to O(p’) was verified numerically for the H!, H(div) and H(curl) cases. Of
special significance was the implementation of a problem with the ultraweak variational formulation, that
allowed the full application of the tensor-product-based integration to both the stiffness matrix and load vec-
tor (Figure 5), unlike the other problems studied, for which only the Gram matrix could be treated under this
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scheme (as observed in Figures 1, 3), which made the overall integration time improvement less substantial
(Figures 2, 4).

Although in some cases, the time saving in obtaining the Gram matrix is as dramatic as going from
22 seconds to half a second (acoustics, p, = 8), and this result should persuade some users to consider the
implementation of this set of algorithms; some extra work on this idea seems relevant in order to consoli-
date the concept of fast integration in DPG thanks to a tensor-product-based integration. Such future work
may include a specific way of dealing with the stiffness and load arrays when the trial shape functions require
compatibility between adjacent elements (e.g., in unstructured meshes); extending these ideas to the compu-
tation of the element boundary contributions to the stiffness matrix and load vector; the application of these
algorithms to more boundary-value problems that have been studied with DPG so that more test spaces, as
well as more non-conventional norms, can be tried with this approach; and finally, propose the algorithms
for other types of 2D and 3D elements.
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